In the title compound, C 14 H 10 N 4 OÁH 2 O, the molecular components are linked into a three-dimensional framework by three hydrogen bonds, one each of the OÐHÁ Á ÁO, OÐ HÁ Á ÁN and NÐHÁ Á ÁO types, weakly augmented by two CÐ HÁ Á ÁO hydrogen bonds.
Comment
As part of a more general study of isonicotinoylhydrazones (Wardell, de Souza, Ferreira et al., 2005; Wardell et al., 2006; Low et al., 2006) , we report here the molecular and supramolecular structure of the title compound, (I) (Fig. 1) , which was crystallized from damp ethanol as a stoichiometric monohydrate.
The central spacer unit of the hydrazone component, between atoms C14 and C21 ( Fig. 1) , is effectively planar with an all-trans extended-chain conformation, as shown by the key torsion angles (Table 1) ; the two rings, on the other hand, are each rotated out of this plane, so that the hydrazone molecules have no internal symmetry and thus are chiral. While the bulk sample is racemic, in the absence of any inversion twinning, each crystal contains only a single enantiomer.
Within the selected asymmetric unit, the two independent molecular components are linked by an almost linear NÐ HÁ Á ÁO hydrogen bond, weakly augmented by a CÐHÁ Á ÁO hydrogen bond ( Fig. 1 and Table 2 ). These bimolecular units are then linked into a three-dimensional framework by one OÐHÁ Á ÁN and one OÐHÁ Á ÁO hydrogen bond, whose action may be weakly augmented by a second CÐHÁ Á ÁO hydrogen bond, although this augmentation is not essential to the framework formation. The formation of the framework is readily analysed in terms of three one-dimensional substructures, one formed by the inter-aggregate OÐHÁ Á ÁO hydrogen bond, one formed by the inter-aggregate OÐHÁ Á ÁN hydrogen bond and one involving both of these interactions. For the sake of simplicity, we shall omit any further consideration of the CÐHÁ Á ÁO hydrogen bonds, which are both likely to be weak, and which do not in¯uence the overall dimensionality of the supramolecular structure.
In the ®rst substructure, water atom O2 at (x, y, z) acts as a hydrogen-bond donor, via H2A, to carbonyl atom O1 at (1 À x, À (Fig. 2 ). In the second substructure, water atom O2 at (x, y, z) acts as a hydrogen-bond donor, this time via H2B, to pyridyl atom N11 at ( Figure 1 The independent molecular components of compound (I), showing the atom-labelling scheme and the NÐHÁ Á ÁO hydrogen bond within the selected asymmetric unit. Displacement ellipsoids are drawn at the 30% probability level.
and generated by the 2 1 screw axis along ( 3 4 , 1 2 , z) (Fig. 3) . Each of these two chains involves only one type of inter-aggregate hydrogen bond; the alternation of the two types of interaggregate hydrogen bond generates a C 4 4 (15) chain running parallel to the [100] direction (Fig. 4) . The combination of the two chain motifs, along [100], [010] and [001] , is suf®cient to link all the molecules into a single three-dimensional framework structure.
Experimental
A mixture of 4-cyanobenzaldehyde and isonicotinoylhydrazine (10 mmol of each) in tetrahydrofuran (20 ml) was heated under re¯ux until thin-layer chromatography (on silica gel, with a chloroform/ methanol mixture as eluant) indicated complete reaction (ca 4 h reaction time). The solution was cooled and the solvent was removed under reduced pressure; the residue was washed successively with cold ethanol and then diethyl ether, and the resulting solid product was recrystallized from reagent-grade ethanol (ethanol/water, 97:3 v/v) The space group P2 1 2 1 2 1 was uniquely assigned from the systematic absences. All H atoms were located in difference maps and then treated as riding atoms. H atoms bonded to C or N atoms were assigned CÐH distances of 0.95 A Ê and NÐH distances of 0.90 A Ê [U iso (H) = 1.2U eq (C,N)]; H atoms bonded to O atoms were permitted to ride at the positions derived from the difference maps, with OÐH distances of 0.95 A Ê and U iso (H) values of 1.5U eq (O). In the absence of signi®cant resonance scattering it was not possible to establish the absolute con®guration of the molecules in the crystal selected for data collection, although this con®guration has no chemical signi®-cance; accordingly, the Friedel equivalent re¯ections were merged prior to the ®nal re®nements.
Data collection: COLLECT (Hooft, 1999) ; cell re®nement: DENZO (Otwinowski & Minor, 1997) and COLLECT; data reduction: DENZO and COLLECT; program(s) used to solve structure: OSCAIL (McArdle, 2003) and SHELXS97 (Sheldrick, 1997); program(s) used to re®ne structure: OSCAIL and SHELXL97 (Sheldrick, 1997); molecular graphics: PLATON (Spek, 2003) ; software used to prepare material for publication: SHELXL97 and PRPKAPPA (Ferguson, 1999) .
X-ray data were collected at the EPSRC National Crystallography Service, University of Southampton; the authors thank the staff of the Service for all their help and advice. JLW thanks CNPq and FAPERJ for ®nancial support.
Supplementary data for this paper are available from the IUCr electronic archives (Reference: AV3063). Services for accessing these data are described at the back of the journal. 
